Bacterial transcription is a valid but underutilized target for antimicrobial agent discovery [1] . Nusbiarylins are the first-in-class bacterial ribosomal RNA synthesis inhibitors that possess potent activity against various types of multidrug-resistant bacteria with a novel mode of action by targeting the interaction of bacterial transcription factors NusB and NusE [2] . To facilitate the characterization of nusbiarylin derivatives produced by other researchers, high-performance liquid chromatography (HPLC) profiles, quantitative nuclear magnetic resonance (qNMR) and high-resolution mass spectrometry (HRMS) spectroscopic data were presented for the quick determination of purity and characterization of 95 nusbiarylin compounds. The data presented in this article supplement the 1 H and 13 C NMR data provided previously [3, 4] , and assist the reproduction of nusbiarylins for chemical, biological and drug discovery research.
Data
Bacterial transcription is a valid but underutilized target for antimicrobial agent discovery [1] . NusB and NusE are bacteria-specific transcription factors essential for cell viability [1, 2] . Inhibitors of the NusB-NusE interaction were discovered and named nusbiarylins. The name was derived from the target protein NusB and their biaryl structure [2e4] . The dataset contains high-performance liquid chromatography (HPLC) profiles of 90 compounds, quantitative nuclear magnetic resonance (qNMR) spectroscopic data of 5 compounds and high-resolution mass spectrometry (HRMS) profiles of all 95 compounds [3, 4] . The data file (HPLC, qNMR and HRMS spectra) is available publicly within this data article as a supplementary file. The compound structures were presented in Table 1 , purities in Table 2 and HRMS data in Table 3 . The testing methods and parameters of different compounds by HPLC, HRMS and qNMR were also described. Table   Subject Chemistry Specific subject area Organic chemistry Analytical chemistry Type of data 
Data processing
The software Bruker topspin 3.2 was used to acquire the integrals of the signals of sample and internal reference. The normalized integrals values per proton equivalent by dividing each integral by the corresponding number of protons were calculated, so as the integral of the analyte (Int t and Int IC ) as the average of all normalized integrals. The total number of protons (n t and n IC ) was set to one [5] .
Purities was then calculated according to the equation as below: 
. Sample preparation and HRMS analysis
Approximately 0.1 mg of derivatives were dissolved in 1 mL of HPLC grade acetonitrile. After sonication and filtration via 0.22 mm PTFE syringe filter, 10 mL of the upper layer was injected using an autosampler onto Agilent Technologies 6520 Accurate-Mass Q-TOF LC/MS spectrometer. The spectrometer was calibrated before each chromatographic run for optimal mass accuracy. The mobile phase gradient was 100% acetonitrile, at a flow rate of 0.5 ml/min. The mass spectra were acquired in positiveor negative-ion mode with source temperature at 300 C. Ion spray voltage and fragmentor voltage were adjusted to 3.5 kV and 175 V, respectively. The range of mass detected was between 100 m/z and 1000 m/z.
Data processing
HRMS profiles were acquired and processed using MassHunter B.07 software. The obtained spectra were then exported as images. 
